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ABSTRACT : 

Cyclic and bicyclic thiourea-based lubricating oil antiwear, corrosion 
inhibitor, and antioxidant additives, as suitable replacements for zinc dialkyl 
dithiophosphates, are of general structure I, in which W = 0 or S ; Rl and R2 
are H, alkyl, alkenyl, aryl, or aralkyl; R3 and R4 are H, alkyl, alkenyl, aryl, 
or aralkyl, or R3 and R4 combine with ring carbon atoms to which they are 
attached to form a five-, six-, or seven-membered heterocyclic ring. At least 
one of Rl-4 is C6-22-alkyl. In addition, the additives can be of general 
structure II, in which Rl and R2 are as described above, and R5 . and R6 are H, 
alkyl, alkenyl, aryl, or aralkyl. The additives are present at 0.1-20 weight% 
concent rat ion 
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Biorational design, synthesis, and inhibition of 
photosystem II inhibitors 

Liu, Huayin; Sha, Yinlin; Yu, Aiming; Tan, Huifen; 
Yang, Huazheng 

State Key Laboratory of Elemento-Organic Chemistry, 
Institute of Elemento-Organic Chemistry, Nankai 
University, Tianjin, 300071, Peop. Rep. China 
ACS Symposium Series (2001), 774 (Agrochemical 
Discovery) , 226-235 
CODEN: ACSMC8; ISSN: 0097-6156 
American Chemical Society 
Journal; General Review 
English 

refs. Mol. modeling of cyanoacrylates (cyanoacrylamides) with 
sum sativum have been presented. Studies show that the binding 



force includes mainly: H-bond interaction, Van der Waals and n-ring stacking 
interaction. It was found that SER 268 in Dl protein might be an important 
binding site. Thus some new cyanoacrylates (cyanoacrylamides) were designed 
and synthesized. For rapid optimization, combinatorial methods were introduced 
to synthesize 3-N-substituted (2-thio) hydrouracils library by the acidic 
cyclization-cleavage of ureas and thioureas from Wang resin. Their Hill 
inhibition is discussed. 
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ABSTRACT : 

Compds . of structure I [X = various amino, amidino, guanidino, and 
N-heterocyclic groups; Y = alkylene, alkynylene, alkenylene, etc.; B = alkylene 
with optional amide moiety in chain; Rl = H, alkoxyalkyl, alkoxycarbonylalkyl , 
(di) (alkyl)aminoalkyl, aralkyl; R6, R7 = H, (di) alkylaminoalkyl , 
alkoxycarbonylaminoalkyl, alkylsulf onylaminoalkyl , alkylcarbonylaminoalkyl ; R12 
= OH, alkoxy, dialkylaminocarbonylmethoxy , aryldialkylaminocarbonylmethoxy ; 
with provisos] , are described which inhibit osteoclast-mediated bone 
resorption. Specifically, the compds. are useful for treating mammals 
suffering from a bone condition caused or mediated by increased bone 
resorption, who are in need of such therapy. The compds. may be administered 
in oral dosage forms such as tablets, capsules, e.g. sustained release 
capsules, powders, granules, and suspensions. Syntheses of approx. 50 compds . 
in 37 synthetic examples are described. Thus, amidation of Me 
4_ [2- (4-aminopyridin-6-yl) ethoxy] benzoic acid (preparation given) with 
(R) -H2NCH2CH(NHS02Ph)C02CMe3 .HCl (preparation given) using EDC, N- 
hydroxybenzotriazole (HOBt) , and N-methylmorpholine in DMF, followed by 
deprotection with CF3C02H gave desired compound II. In EIB and OCFORM assays, 
prepared compds. I had values ranging 0.5-500 nM and 1-1000 nM, resp. 

REFERENCE COUNT: 6 THERE ARE 6 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. ALL CITATIONS AVAILMLE IN THE RE FORMAT 
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ABSTRACT : 

Compds. of structure I [X = various amino, amidino, guanidino, and 
N-heterocyclic groups; Y = alkylene, alkynylene, alkenylene, etc.; B = alkylene 
with optional amide moiety in chain; Rl = H, alkoxyalkyl, alkoxycarbonylalkyl , 

(di) (alkyl)aminoalkyl, aralkyl; R6, R7 = H, (di) alkylaminoalkyl, 
alkoxycarbonylaminoalkyl , alkylsulf onylaminoalkyl , alkylcarbonylaminoalkyl ; R12 
= OH, alkoxy, dialkylaminocarbonylmethoxy , aryldialkylaminocarbonylmethoxy; 
with a proviso] , which inhibit osteoclast-mediated bone resorption. Syntheses 
of approx. 50 compds . in 3 7 synthetic examples are described. For example, 
amidation of 4- (BOC-NHCH2CH20) C6H4C02H with (R) -H2NCH2CH (NHS02Ph) C02Bu-tert . HCl 

[preparation given] using BOP reagent and NMM in MeCN, followed by deprotection with 
CF3C02H and condensation of the amine with DPFN [3 , 5-dimethyl-l- 
pyrazolylformamidine nitrate], gave title compound II. In the EIB and OCFORM 
assays, I had values ranging 0.5-500 nM and 1-1000 nM, resp. 
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ABSTRACT : 

A method is described of processing, using an automatic processor, a 

black-and-white Ag halide photog. light-sensitive material containing a hydrazine 

compound and a redox compound capable of releasing an inhibitor upon oxidation, 

wherein a developer is replenished by a developer replenisher at a rate of 

<200 mL/m2 of the photog. material, and the developer has a pH of 9.5 to 

10.8. The developer further contains Z-SM, I, or II [Z = alkyl, aiyl , or 

heterocyclyl each of which has >1 group selected from OH, S03M1, C02M1, 

amino, ammonio, or a group containing >1 of the above group as substituent ; 

M = H, alkali metal, amidino; Ml = H, alkali metal, ammonium; Y21 and Z21, Y31 

and Z31 = atoms necessary to form a ring, and thus formed ring contain 

>3 N atoms and are substituted by a mercapto group] . The material 

produces high contrast images without deteriorating the sensitivity and the 

without producing spots. 
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ABSTRACT : 

The reactions of RNHC(:NH)NH2 (R = Me, hexyl, cyclohexyl, CH2Ph, CH2CH2Ph, Ph, 
1-naphthyl) with Me acrylate in DMF or EtOH preferentially afford 
dihydropyrimidinones I. The structures of I (R = hexyl, CH2Ph, Ph) were proved 
by comparison with authentic samples, which were prepared from RNHCH2CH2C02Et and 
H2NCN. I (R = Ph) is not identical with authentic 2-phenylamino-5, 6-dihydro-4- 
pyrimidinone (prepared from 2 -methylthio-5 , 6 -dihydro-4 -pyrimidinone) . HNrCRlNH 
(Rl = pyrrolidino, hexamethyleneimino, morpholino, N-methylpiperazino) react 
with Me acrylate in DMF to afford dihydropyrimidinones II. Action of 
morpholine-4-carboxamidine on Me acrylate in EtOH yields II (Rl = morpholino) 
as byproduct and EtOCH2CH2CON:CRlNH2 as main product. 
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ABSTRACT : 

The reduction of uracil derivs. with BH3-THF was studied. Pyrimidinols I (R = 

C02H, Rl = SH, OH) undergo reduction of the 5,6-double bond with concomitant 

decarboxylation to form dihydropyrimidines II (R = H, Rl = SH, OH) in 77 and 

27% yield, resp. I (R = C02Et, Rl = SH, SCH2Ph) form II (R = C02Et, Rl = SH) 

and I (R = CH20H, Rl = SCH2Ph) in 76 and 42 % yield, resp. Orotic acid and I 

(R = C02H, Rl = SCH2Ph; R = H, Rl = SH; R = F, iodo, Rl = OH) did not react. 

The presence of an electron- withdrawing functional group such as C02Et at C-5 

of the pyrimidine ring facilitates reduction of the 5,6-double bond. I (R = CH20H, 

Rl = SCH2Ph) was debenzylated to I (R = CH20H, Rl = SH) with Na-NH3 . 
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ABSTRACT : 

UV and IR data indicate that the monoanionic form of aqueous 2-thiouracil exists as 
the .apprx.l:l I-II tautomeric equilibrium mixture; the charge is localized on the O 
atom in contrast to the charge delocalization in 2, 4-dioxopyrimidines or 
4-thiouracil monoanions. Neutral 2 , 4 -dithiouracil and 2 , 4 -dithiouridine exist 
in the dithione form in both aqueous and nonaq. media. The monoanion of 
2, 4 -dithiouracil exists as the tautomer mixture 95:5 III-IV; the monoanion 
tautomers are delocalized as is the monoanion of dithiouridine. 
2- (Methylthio) -4-pyrimidinone exists as V in CHC13 and as a .apprx.l:l V-VI 
equilibrium mixture in H20. 
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ABSTRACT : 

Mercaptan derivs . of heterocyclic amines in combination with epoxides, organic 
phosphites, or metal salts of fatty acids are heat stabilizers for polymers. 
Thus, poly (vinyl fluoride) [24981-14-4] 100, tris (nonylphenyl ) phosphite 0.3, 
and 2-mercapto-4-hydroxy-6-methylpyrimidine (I) [56-04-2] 0.1 part were mixed 
on a 2-roll mill 3 min at 210<> and molded 5 min at 250<> and 100 
kg/cm2. The sheet was colorless, compared with carbonized and brittle in the 
absence of I. 
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ABSTRACT : 

PVC [9002-86-2] (optionally containing ABS [9003-56-9]) and poly(vinyl fluoride) 
[24981-14-4] contained heterocyclic compds. containing -N: C (SH) NRC ( : Rl) - groups (R 
= H, alJcyl, aryl; Rl = O, S; including tautomeric forms or salts) as heat 
stabilizers. For example, a PVC composition containing DOP 50, epoxidized soybean 

oil 

2, tris (nonylphenyl) phosphite 0.5, stearic acid 0.5, and 3 , 5-dimercapto-l, 2 , 4- 
triazole (I) [5650-03-3] 0.05 phr had heat stability (175o) 60 min, 
compared with 30 min for a control not containing I. 
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ABSTRACT: 

Thiocarbonyl compds, were effective corrosion inhibitors in acidic media. The 
most effective compound was 2-mercaptobenzimidazole [583-39-1] which had 92.1 and 
100% inhibitive effect at the concentration of 32 and 250 ppm, resp. The effect 
due to the formation of an insol . chelate film on the Cu surface. The chelate 
structure was identified by ir spectra. 
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ABSTRACT : 

Dihydrothiouracils I (R = H, Me, Et, CHMe2 , Bu, Ph, CH2Ph; Rl = H, Me, Ph) (19 
compds.) were prepared in 25-100% yields by cyclization of R1NHCSNRCH2CH2CN by 
heating with dilute or concentrated HCl . Refluxing I (R or Rl = H) with BzCl in 
pyridine gave 20-100% I (R = Me, Et, CHMe2, Bu, Ph, CH2Ph, Rl = Bz; R = Bz, Rl 
= Me, Ph) . 
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